Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.012 Å; R factor = 0.067; wR factor = 0.159; data-to-parameter ratio = 15.0.
The molecule of the title compound, C 9 H 8 Br 2 O 3 , is stabilized by an intramolecular O-HÁ Á ÁO interaction. Intermolecular C-HÁ Á ÁO interactions connect molecules into a two-dimensional array in the bc plane; connections between these are afforded bystacking interactions [centroid-centroid distance 3.596 (5) Å ].
Related literature
For the beta-O-4 substructure in lignin, see: Cathala et al. (2003) . For attempts to prepare well defined linear polymers with the -O-4 structure and to develop new methods of utilizing lignins, see: Kishimoto et al. (2005) . Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1 2 ; y þ 1 2 ; Àz À 1 2 ; (ii) Àx þ 1 2 ; y À 1 2 ; Àz þ 1 2 .
Experimental
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1994); cell refinement: CAD-4 EXPRESS; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. Lignin is natural polymer occurring in plant cell walls and is considered to be the second most abundant biopolymer after cellulose. The beta-O-4 structure is the most abundant substructure in lignin (Cathala et al., 2003) . In order to prepare well defined linear polymers composed of the β-O-4 structure and in attempt to develop new utilization methods of lignins (Kishimoto et al., 2005) , a new compound, 2,2-dibromo-1-(4-hydroxy-3-methoxyphenyl)ethanone, (I), was synthesized and its structure determined using single-crystal X-ray methods.
The molecular conformation of (I), Fig. 1 , is stabilized by an intramolecular O-H···O interaction formed between the hydroxyl-H and methoxy-O atoms (H···O = 2.27 Å). The molecules are connected into a 2-D array via C-H···O interactions in the bc-plane (Table 1) . Connections between the layers are afforded by π-π stacking interactions, with the shortest centroid···centroid distance being 3.596 (5)Å.
To a stirred solution of acetovanillone (5 g, 0.03 mol) in anhydrous CHCl 3 , bromine (3.1 ml, 0.06 mol) was added dropwise under nitrogen over 2 h at 273 K. The reaction mixture was kept at 273k for 1 h. The reaction mixture was diluted with ether and washed with ice-cold water and brine. The solution was dried over anhydrous Na 2 SO 4 and concentrated to dryness in vacuo. The crude crystalline product was purified by column chromatography to obtain a pure white solid, (I). Colourless single crystals were grown by slow evaporation of an ethyl acetate solution of (I).
Refinement H atoms were placed in calculated positions and treated using a riding model, with C-H = 0.93-0.98 Å and O-H = 0.85 Å, and with U iso (H) = 1.2U eq (C, O) or 1.5U eq (C) for methyl-H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Symmetry codes: (i) −x+1/2, y+1/2, −z−1/2; (ii) −x+1/2, y−1/2, −z+1/2. supplementary materials sup-6 Fig. 1 
